Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.004 Å; R factor = 0.048; wR factor = 0.144; data-to-parameter ratio = 13.2.
In the molecule of the title compound, C 11 H 11 NO 4 S, the isoindoline ring system is almost planar with a maximum deviation of 0.008 (3)Å . In the crystal structure, intermolecular C-HÁ Á ÁO interactions link the molecules into a three-dimensional network.contacts between the isoindoline rings [centroid-centroid distances = 3.592 (1) and 3.727 (1) Å ] may further stabilize the structure.
Related literature
For a related structure, see: Kilburn et al. (2007) . For bondlength data, see: Allen et al. (1987) .
Experimental
Crystal data Mo K radiation = 0.29 mm À1 T = 294 K 0.20 Â 0.10 Â 0.10 mm Table 1 Hydrogen-bond geometry (Å , ).
Data collection
Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) x À 1; Ày þ 1 2 ; z À 1 2 .
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: The title compound is an important pharmaceutical intermediate, which is used in treatment of metabolic syndrome. As part of our studies in this area, we report herein the crystal structure of the title compound.
In the molecule of the title compound (Fig 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges.
Rings A (N/C4-C7) and B (C1-C4/C7/C8) are, of course, planar and the dihedral angle between them is A/B = 0.61 (3)°. The isoindoline ring system is planar with a maximum deviation of -0.008 (3) Å for atom N.
In the crystal structure, intermolecular C-H···O interactions (Table 1) link the molecules into a three-dimensional network, in which they may be effective in the stabilization of the structure. The π-π contacts between the isoindoline rings, Cg1-Cg2 i and Cg2-Cg2 ii [symmetry codes: (i) 2 -x, -y, 2 -z, (ii) 1 -x, -y, 2 -z, where Cg1 and Cg2 are centroids of the rings A (N/C4-C7) and B (C1-C4/C7/C8), respectively] may further stabilize the structure, with centroid-centroid distances of 3.592 (1) and 3.727 (1) Å, respectively.
Experimental
The title compound was prepared according to the literature method (Kilburn et al., 2007) . Crystals suitable for X-ray analysis were obtained by dissolving the title compound (0.1 g) in acetone (25 ml) and evaporating the solvent slowly at room temperature for about 7 d.
Refinement
H atoms were positioned geometrically with C-H = 0.93, 0.97 and 0.96 Å for aromatic, methylene and methyl H atoms, respectively, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.5 for methyl H and x = 1.2 for all other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
